Methods for building QSARs.
Structure-activity relationship (SAR) and quantitative structure-activity relationship (QSAR) models are increasingly used in toxicology, ecotoxicology, and pharmacology for predicting the activity of the molecules from their physicochemical properties and/or their structural characteristics. However, the design of such models has many traps for unwary practitioners. Consequently, the purpose of this chapter is to give a practical guide for the computation of SAR and QSAR models, point out problems that may be encountered, and suggest ways of solving them. Attempts are also made to see how these models can be validated and interpreted.